Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.127; data-to-parameter ratio = 13.6. organic compounds o1224 Zhuang et al.
In the crystal structure of the title compound, C 11 H 9 Cl 2 N 3 O, molecules are held together by short intermolecular ClÁ Á ÁCl contacts [3.319 (1) Å ] and C-HÁ Á ÁN hydrogen bonds, forming two-dimensional networks parallel to (011).
Related literature
For related literature, see: Mann et al. (1992) ; Perevalov et al. (2001) . 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.780, T max = 0.787 3145 measured reflections 2102 independent reflections 1543 reflections with I > 2(I) R int = 0.038 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.126 S = 1.04 2101 reflections 154 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
(3,6-Dichloropyridin-2-yl)(3,5-dimethyl-1H-pyrazol-1-yl)methanone Y. Zhuang, S.-S. Zhang, X.-H. Yin, K. Zhao and C.-W. Lin
Comment
The chemical and pharmacological properties of pyrazoles have been investigated extensively, owing to their chelating ability with metal ions and their potentially beneficial chemical and biological activities (Mann et al., 1992 , Perevalov et al., 2001 . As part of our studies on the synthesis and characterization of these compounds, we report here the synthesis and crystal structure of (3,6-dichloropyridin-2-yl)(3,5-dimethyl-1H-pyrazol-1-yl)methanone.
The crystal structure of the monomeric title compound is built up by C 11 H 9 Cl 2 N 3 O molecules ( Fig.1 3.319 (1)Å, (ii): 2-x, 1-y, 1-z) , forming a two-dimensional network parallel to (011).
The short C=O bond length (1.199 (3)Å) indicates that the molecule is in a keto form (Fig.1 ). The two rings are nearly perpendicular to each other (dihedral angle: 82.319 (84) °), and this fact helps in minimizing steric effects between them.
Finally, there is an intermolecular π-π contact between pyridine groups with and intercentroid distance of 3.40 (1) Å, which contributes to the stability of the crystal packing.
Experimental
A solution of 3,6-dichloropicolinoyl chloride (10 mmol) in 50 ml toluene was added to a solution of 3,5-dimethyl-1Hpyrazole (10 mmol) in 10 ml toluene. The reaction mixture was refluxed for 1 h with stirring then the resulting white precipitate was obtained by filtration, washed several times with ethanol and dried in vacuo (yield 90%). Elemental analysis calculate: Elemental analysis: found: C, 48.89; H, 3.33; N, 15.56; calc. for C 11 H 9 Cl 2 N 3 O: C, 48.99; H, 3.23; N, 15.46.
Refinement
Data collection: 2102 independent reflections but 2101 in Refinement. H atoms on C atoms were positoned geometrically and refined using a riding model with C-H = 0.96Å and U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.60627 (11) 0.85128 (9) 0.94981 (8) 
